. Atomic coordinates ( x 10 4 ) and equivalent isotropic displacement parameters (Å 2 x 10 3 ) for 1. U(eq) is defined as one third of the trace of the orthogonalized U ij tensor.
______________________________________________________________________________ __ x y z U(eq) ______________________________________________________________________________ __ N(1A) 1272 (2) 3353 (2) 1652 (1) 26 (1) N (2A) 1165 (2) 2427 (2) 767 (1) 24(1) N(3A)
2462 (2) 3255 (2) 261 (1) 23 (1) N (4A) 2645 (2) 2038 (2) -454 (1) 26 (1) C (1A) 960 (3) 4174 (3) 1973 (2) 32 (1) C (2A) 1018 (3) 3866 (3) 2605 (2) 41(1) C(3A)
1150 (4) 2810 (3) 2577 (2) 49 (1) C (4A) 864 (3) 2496 (3) 1935 (2) 36 (1) C(5A) 862 (2) 3320 (2) 1028 (1) 25 ( (2) 5210 (2) 1961 (1) 26 (1) N(3B) 5805 (2) 5343 (2) 986 (1) 33 (1) N(4B) 4849 (3) 3799 (2) 805 (2) 56 (1) C(1B) 8594 (3) 7474 (2) 2208 (2) 29 (1) C (2B) 9785 (3) 7454 (3) 2426 (2) 35 (1) C(3B) 9957 (3) 6385 (3) 2480 (2) 43 (1) C(4B) 8850 (3) 5888 (2) 2452 (2) 33(1) C(5B)
7070 (2) 6263 (2) 2064 (1) 24 (1) C(6B) 5795 (2) 4922 (2) 2152 (2) 31 (1) C (7B) 5778 (3) 4893 (2) 2745 (2) 38 (1) C (8B) 4839 (4) 4605 (3) 2939 (2) 53 (1) C(9B) 3925 (3) 4343 (3) 2541 (3) 62 (2) C(10B) 3943 (3) 4378 (3) 1951 (3) 52 (1) C(11B) 4867 (3) 4671 (2) 1743 (2) 38 (1) C(12B) 4857 (3) 4735 (2) 1092 (2) 40 (1) C ( 
119.9 (2) 55 (2) 35 (2) - 8(2) 10 (1) 5 (2) C(3A) 58 (3) 49 (2) 41 (2) 4 (2) 14 (2) 6 (2) C(4A) 33 (2) 37 (2) 37 (2) 2(1) (1) 15 (1) 56 (2) 0 (1) 7 (1) 1 (1) C (7B) 35 (2) 23 (2) 61 (2) 6 (2) 16 (2) 4 (1) C(8B) 52 (2) 26 (2) 91 (3) 7 (2) 41 (2) 6(2) C(9B) 35 (2) 24 (2) 134 (5 (2) 23 (2) 46 (2) 7 (1) 2 (1) 6 (1) C(16B) 30 (2) 20 (1) 43 (2) 2 (1) 10 (1) 6(1) (2) 31 (2) 40 (2) 4 (1) 8 (2) 6 (2) C(11C) 37 (2) 35 (2) 34(2) 0(1) 2(1) 9(1) (2) 28 (2) 42 ( (2) 42 (2) 28(2) -6(1) 3(1) 2(1) (8) 136 (9) 49(4) -19 (5) 10 (4) 73 (7) Cl(1S) 93 (1) 89 (1) 67 (1) 5 (1) 16 (1) 20 (1) Cl (2S) 106 (2) 70 (1) 88 ( 
----------------------------! Optimized Parameters ! ! (Angstroms and Degrees
) ! -------------------------- -------------------------- ! Name Definition Value Derivative Info. ! -------------------------------------------------------------------------------- ! R1 R(1,
